S6

Crystal Data and Structure Refinement
. Crystal data and structure refinement for 4b. Theta range for data collection 3.246 to 27.558°.
Index ranges -10<=h<=10,-23<=k<=23,-24<=l<=24
Reflections collected 66743 C54-C55 1.348 (7) C55-C56 1.420 (7) C56-C61 1.413 (7) C56-C57 1.424 (7) C57-C58 1.354 (8) C58-C59 1.410 (9) C59-C60 1.365 (7) C60-C61 1.415(6) Table S3 . Torsion angles [°] for 4b.
S7
C61
S13 -------------------------------------------------------
C46-C47-C48-C49 -2.1 (7) C47-C48-C49-C50 1.1 (7) C48-C49-C50-C45 1.7(6) C4-C5 1.386 (7) C4-C42 1.459 (10) C5-C6 1.433 (7) C5-C45 1.468 (7) C6-C61 1.466 (7) C7-C8 1.382 (7) C7-C24 1.418 (7) C8-O1 C1'-C2' 1.446 (7) C1'-C7' 1.478 (7) C2'-C3' 1.385 (8) C2'-C23' 1.471 (7) C3'-C4' 1.441 (8) C3'-C26' 1.457 (18) C4'-C5' 1.388 (8) C4'-C42' 1.459 (18) C5'-C6' 1.434 (7) C5'-C45' 1.468 (7) C6'-C61' 1.467 (7) C7'-C8' 1.378 (7) C7'-C24' 1.421 (6) C8'-O1' 1.355 (5) C8'-C9' 1.419 (7) C9'-C10' 1.377(7)
S22
C10'-C11' 1.408 (7) C11'-C24' 1.399 (7) C11'-C12' 1.464 (7) C12'-C21' 1.396 (7) C12'-C13' 1.446 (7) C13'-C14' 1.408 (8) C13'-C18' 1.428 (7) C14'-C15' 1.372 (8) C15'-C16' 1.399 (9) C16'-C17' 1.362 (9) C17'-C18' 1.397 (8) C18'-C19' 1.426 (8) C19'-C20' 1.358 (8) C20'-C21' 1.432 (7) C21'-C22' 1.430 (7) C22'-C23' 1.366 (7) C23'-C24' 1.414 (7) C25'-O1' 1.428 (6) C45'-C46' 1.394 (8) C45'-C62' 1.408 ( C44'-O2' 1.431 (10) C26"-C27" 1.381 (9) C26"-C43" 1.421 (8) C27"-O2" 1.355 (6) C27"-C28" 1.418 (9) C28"-C29" 1.377 (9) C29"-C30" 1.410 (9) C30"-C43" 1.402 (9) C30"-C31" 1.467(9)
S24
C33"-C34" 1.371(10)
C34"-C35" 1.396 (11) C35"-C36" 1.354 (11) C36"-C37" 1.396 (9) C37"-C38" 1.425 (10) C38"-C39" 1.356 (9) C39"-C40" 1.435 (9) C40"-C41" 1.432 (9) C41"-C42" 1.365 (9) C42"-C43" 1.418 (8) C44"-O2" 1.430 (7) Cl2T-C1T 1.755 (9) Cl1T-C1T 1.768 (10) Cl3T-C1T 1.769 ( C1-C6-C61 132.7 (7) C5-C6-C61 107.3 (6) C8-C7-C24 117.3 (6) C8-C7-C1 134.6 (7) C24-C7-C1 106.8 (5) O1-C8-C7 117.9 (8) O1-C8-C9 122.5 (8) C7-C8-C9 118.4 (7) C10-C9-C8 122.6 (8) C9-C10-C11 120.6 (8) C24-C11-C10 115.6(6) C24-C11-C12 116.5(6) C10-C11-C12 127.9(7)
C21-C12-C13 118.6(6) C21-C12-C11 116.2(7)
C13-C12-C11 124.9(7)
C14-C13-C18 117.4 (7) C14-C13-C12 123.1 (7) C18-C13-C12 119.5 (7) C15-C14-C13 121.3 (8) C14-C15-C16 119.8 (9) C17-C16-C15 119.5 (9) C16-C17-C18 121.6(8)
C17-C18-C13 119.0 (7) C19-C18-C13 118.8 (7) C20-C19-C18 120.3(8)
S26
C23-C22-C21 119.9 (7) C22-C23-C24 117. O3-C46-C47 123.4 (7) C45-C46-C47 118.3 (7) C48-C47-C46 122.2 (8) C47-C48-C49 121.9 (8) C62-C49-C48 114.5 (7) C62-C49-C50 117.2 (7) C48-C49-C50 127.7 (7) C59-C50-C49 117.3(7)
C59-C50-C51 117.1 C27-C26-C43 117.2 (7) C27-C26-C3 135.3 (8) C43-C26-C3 107.4 (7) O2-C27-C26 118.6 (7) O2-C27-C28 123.6 (7) C26-C27-C28 117.5 (6) C29-C28-C27 123.1 (7) C28-C29-C30 121.6 (7) C43-C30-C29 113.6(6) C43-C30-C31 117.1 (6) C29-C30-C31 129.3 (7) C40-C31-C32 116.7(6) C40-C31-C30 116.8(6) C32-C31-C30 126.5(6) C33-C32-C37 116.7(7)
C33-C32-C31 122.9(7) C37-C32-C31 120.3(6) C34-C33-C32 121.2(8)
C33-C34-C35 120.9(9) C36-C35-C34 118.8 (8) C35-C36-C37 122.4 (9) C36-C37-C38 120.1 (7) C36-C37-C32 119.6 (7) C38-C37-C32 120.2(6) C39-C38-C37 118.3 (7) C38-C39-C40 122.6(7)
C31-C40-C41 122.6(6)
C51'-C56'-C57' 120.0 (7) C51'-C56'-C55' 119.0 (7) C57'-C56'-C55' 120.9 (7) C58'-C57'-C56' 120.3 (8) C57'-C58'-C59' 121.9 (8) C58'-C59'-C50' 120.1 (6) C58'-C59'-C60' 119.0 (7) C50'-C59'-C60' 120.8 (6) C61'-C60'-C59' 121.7 (7) C49'-C62'-C45' 124.9(6)
C27"-C26"-C43" 116.9(9)
O2"-C27"-C26" 118.6(10)
O2"-C27"-C28" 123.4 (9) C26"-C27"-C28" 118.1 (8) C29"-C28"-C27" 122.8 (10) C2-C3-C4-C5 18(3)
C26-C3-C4-C5 -166.8 (17) C2-C3-C4-C42 -161.3 (17) C26-C3-C4-C42 13.6(19) C38-C39-C40-C31 3.9(18) C38-C39-C40-C41 -178.5(13)
C31-C40-C41-C42 -2(2)
